Ethyl acetate extract of the sponge Ircinia sp., collected by SCUBA divers off the coast of southern India, contained a cholest-based sterol of insignificant antimicrobial activity, with one carboxylic acid side chain (3α, 7β-dihydroxy-5β-cholan-24-oic acid, DCA). The structure of the compound was determined by spectroscopic data and single crystal X-ray diffraction studies. DCA crystallizes in the tetragonal space group P4 1 2 1 2, chirality documented by solution optical rotation [α] D = +67.4º (c 0.16, CHCl 3 ).
Marine life is ripe of organisms that have specialized to survive by developing strategies which involve production of certain secondary metabolites that are not common in terrestrial life. In view of this, we are interested to distract those compounds from marine life forms which could be of medicinal importance, see also [1] . Here, we present the spectroscopic characterization of a compound from the ethyl acetate extract of the sponge Ircinia sp.
The compound crystallized in space group P4 1 2 1 2 of the tetragonal crystal system revealing two independent molecules of 3α,12β-dihydroxy-5β-cholan-24-oic acid (deoxycholic acid, DCA) and one water molecule in the asymmetric unit. The unit cell contains a total of 8 molecules. Relative chiral centers for both the independent molecules were assigned as (1R*, 4S*, 5R*, 9R*, 10S*, 12S*, 13R*, 14S*, 17R*, 18R*), (Figure 1 ). The absolute structure could not be obtained with Mo-radiation. Instead we document its chirality by solution optical rotation [α] D = +67.4º (c 0.16, CHCl 3 ) to allow for correlating any further investigation to this naturally occurring compound.
DCA is composed of four rings depicted as , , , and  in Figure 1B . Rings , , and  are considered rigid, whereas ring  can take cis-or trans conformation relative to the side chain structure. In both independent molecules, the configuration of ring  is cis. Differences between the independent molecules appear in a slightly more expressed 'bend' in molecule I (see Table 2 ) and rotation of the carboxyl groups between the molecules ( Figure 2 ). The bond lengths and bond angles in the two DCA molecules are comparable and the values are within the expected ranges [2] . The C-O bond distances are 1.442(4)Å and 1.432(3)Å for the ring hydroxyl groups which is slightly Antimicrobial screening by disk diffusion method showed that the compound presented here is of insignificant antimicrobial activity.
Experimental
Animal Material: Specimens of Ircinia sp. were collected by hand by divers equipped with SCUBA off the coast of southern India at a depth of 2-10 m. Reference voucher have been deposited at the National Institute of Oceanography, Goa, under the voucher no. NIO-859.
Extraction and Isolation:
Dried and minced specimens of the sponge (dried using lyophilizer) were dissolved with petroleum ether, ethyl acetate and n-butanol to give three different extracts. The ethyl acetate extract was subjected to flash column chromatography over silica gel mesh 230-400. Ethyl acetate: Petroleum ether (v/v) solvent system was used as eluant with increasing polarity of ethyl acetate (0:100 to 100:0) and finally 200 ml of methanol to remove polar compounds from the column, leading to collection of 32 fractions. Fractions 15-22 were combined and further separated on silica gel column using increasing amount of methanol in chloroform yielding a pale white solid which was recrystallized to give deoxycholic acid (38 mg).
X-ray Crystallographic studies:
Crystals of suitable quality for X-ray analysis were grown from CHCl 3 and methanol (2:1). X-ray structural data was obtained using a Bruker Apex II single crystal X-ray diffractometer employing Mo-Kα radiation (λ = 0.71073 Å). Crystal-todetector distance was 40 mm and exposure time was 120 seconds per frame for all sets collected at steps of 0.5˚. Data collection was 99.8% complete to 25˚ in θ. Data was integrated and scaled using SAINT, SADABS, within the APEX2 software packages [4a] The structure was solved by direct methods (SIR [4b]) and refined by full matrix least squares based on F 2 using SHELXL-97 [4c] and WinGX [4d].
